Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.056; wR factor = 0.179; data-to-parameter ratio = 15.3.
In the title compound, C 20 H 19 NO 2 , the dihedral angle between the benzene rings is 77.12 (8) . The terminal isopropyl group is disordered over two orientations, with site occupancies of 0.720 (14) and 0.280 (14) . In the crystal, molecules are linked through a weak C-HÁ Á ÁO interaction, forming a zigzag chain along the c-axis direction.
Related literature
For the biological activity of cyanoacrylates, see: Zhang et al. Monoclinic, P2 1 =c a = 13.3276 (9) Å b = 11.6435 (7) Å c = 11.9965 (9) Å = 111.800 (3) V = 1728.5 (2) Å 3 Z = 4 Mo K radiation = 0.08 mm À1 T = 295 K 0.30 Â 0.25 Â 0.20 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x; Ày À 1 2 ; z þ 1 2 .
Data collection: APEX2 (Bruker, 2008); cell refinement: SAINT (Bruker, 2008); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2009); software used to prepare material for publication: SHELXL97.
intermediate in drugs synthesis (Obniska et al., 2005) .
The geometric parameters of the title molecule ( Fig. 1 ) agree well with reported similar structure (Ye et al., 2009; Suresh et al., 2012; Govindan et al., 2012) . The dihedral angle between the two benzene rings (C1-C6 & C10-C15) is 77.12 (8)°. The terminal methyl groups are disordered over two positions with the site occupancies of C17 = 0.280 (14) and C17A = 0.720 (14), C18 = 0.280 (14) and C18A = 0.720 (14) . The crystal packing is through a weak intermolecular C-H···O interaction.
Experimental
A solution of salicylaldehyde (1 equivalent) and potassium carbonate (1 equivalent) in acetonitrile solvent was stirred for 15 minutes at room temperature. To this solution, (Z)-methyl 2-(bromomethyl)-3-(4-isopropylphenyl)acrylate (1 equivalent) was added dropwise. After the completion of the reaction as indicated by TLC, acetonitrile was evaporated.
Ethylacetate (15 ml) and water (15 ml) were added to the crude mass and extracted. The organic layer was dried over anhydrous sodium sulfate. Removal of solvent led to the crude product which was purified through pad of silica gel (100-200 mesh) using ethylacetate and hexane (1:9) as solvents. The pure title compound was obtained as colorless solid (94%). Recrystallization was carried out using ethylacetate as solvent.
Refinement
The site occupancy factors of disordered C atoms in the methyl groups were refined to C17 = 0.280 (14) and C17A = 0.720 (14), C18 = 0.280 (14) and C18A = 0.720 (14). The bond distances C16-C17, C16-C17A, C16-C18 and C16-C18A were restrained to 1.520 (5) Å and the contact distances C17···C18 and C17A···C18A were restrained to 2.48 (1) Å.
H atoms were positioned geometrically and refined using riding model with C-H = 0.93 Å and U iso (H) = 1.2U eq (C) for aromatic CH, C-H = 0.98 Å and U iso (H) = 1.2U eq (C) for methine CH, C-H = 0.97 Å and U iso (H) = 1.2U eq (C) for CH 2 and C-H = 0.96 Å and U iso (H) = 1.5U eq (C) for CH 3 . The components of the anisotropic displacement parameters in direction of the bond of C16, C17, C17A and C18A were restrained to be equal within an effective standard deviation of 0.001 using the DELU command in SHELXL (Sheldrick, 2008) . 
Computing details

